. Parameters used for the X-ray data collection N12) Source of material: The synthesis of the title compound was carried out by the reaction of 4-bromobenzonitrile, 5-methyl-1,3,4-thiadiazole-2-thiol and potassium te/t-butoxlde (molar ratio 1:1:1) in DMSO solution for 18 hours at 383 K. Single crystals suitable for X-ray diffraction analysis were obtained by recrystallization from a hot ethyl-acetate solution. The inhibition assay was performed by the tritiated water method (see ref. 1). The inhibition of the aromatase enzyme complex by steroidal or non-steroidal inhibitors (see ref.
2), provides the rationale for their use in the treatment of oestrogen-dependent breast cancer (see ref.
3). The carbon and nitrogen-azole derivatives had resulted in some potent and selective drugs, but no direct information on the tertiary structure of aromatase is available. We synthesised and crystallised the tide compound (MEN 11433) to have a rapid indication about the activity of a sulphur-azole compound and to make use of the structural information in a following 3D-QSAR (SDimensional-Quantitative Structure Activity Relationship) study. The dihedral angle between the two aromatic rings is 91.0(4)° (including the substituents) and the mean deviation from plane is 0.013(4) Â and 0.024(6) Â for the cyano-benzyl and the thiadia- zolyl moieties respectively. The valence angle C1-S1-C4 is 101.6(1)°: as expected, the tetrahedral geometry is пюге distorted with regard to that of the carbon or nitrogen atoms, but the activity is not dramatically compromised, since the title compound inhibits the production of oestrogen with an ICso (concentration giving 50% of inhibitation) of 0.27μΜ, and we suppose that it could be improved by removing the methyl group. 2-(4'-Cyanophenylthio}-5-methyl-thiadiazole 
